Modification of the Wolf Method and Evaluation for Molecular Simulation of Vapor-Liquid Equilibria.
A modification of the Wolf method [ Wolf et al. J. Chem. Phys. 1999 , 110 , 8254 - 8282 ], a spherically truncated pairwise summation to evaluate electrostatic interactions efficiently, is proposed. This method achieves better results for the energy, and the approach is used for determining phase equilibria in the grand canonical ensemble. To assess optimal parameters for the Wolf summation we propose a simple iterative approach using the Ewald summation as a reference. We show that phase equilibrium properties for pure components as well as mixtures can be calculated accurately using the Wolf summation. Our study considers molecular fluids with partial charges but without net charge.